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Experimental 

Crystal data 

C32H52B2O4S2 
M, = 586.48 
Monoclinic, P2 l /c 
a = 11.5004 (11) A 
b = 13.6992 (13) A 
c = 21.300 (2) A 
P = 91.065 (2)° 

Data collection 

Bruker APEX CCD diffractometer 
Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
Tna,, = 0.970, T max = 0.981 

Refinement 

R[F 2 > 2a(F 2 )} = 0.039 

wR(F 2 ) = 0.118 

S = 1.05 

9743 reflections 



V = 3355.1 (6) A 3 
Z = 4 

Mo Ka radiation 
li = 0.19 mm~' 
T = 100 K 

0.16 x 0.12 x 0.10 mm 



29998 measured reflections 
9743 independent reflections 
8009 reflections with / > 2a(l) 
R iM = 0.026 



371 parameters 

H-atom parameters constrained 
A/w = 0.56 e A~ 3 
Ap m m = -0.27 e A -3 



In the title molecule, C32H52B2O4S2, the two thiophene rings 
are twisted by 67.34 (2)°. In the crystal, weak C— H- ■ O 
hydrogen bonds link molecules related by translation along 
the a axis into chains. 

Related literature 

For potential applications of the title compound, see: Navarro 
et al. (2004); Usta et al. (2006); Buszek & Brown (2007); 
Montes et al. (2007). For related structures, see: Decken et al. 
(2008); Kleeberg et al. (2009). 



Table 1 

Hydrogen-bond geometry (A, °). 



D-H- - A 


D-H 


H-A 


D-A 


D-H- - A 


C30-H30C- ■ OY 


0.98 


2.53 


3.2984 (18) 


136 


Symmetry code: (i) x 


-l,y.z. 









Data collection: SMART (Bruker, 2001); cell refinement: SAINT 
(Bruker, 1999); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 



The authors are grateful to Xiangfan University for finan- 
cial support. 




Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: CV5202). 
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(3,3'-Dihexyl-2,2'-bithiophene-5,5'-diyl)bis(4,4,5,5-tetramethyl-l,3,2-dioxaborolane) 



L. Huang and H. Li 



Comment 



Arylboronic acid and their esters are important reactants in the Suzuki-Miyaura cross-coupling reactions (Navarro et al, 
2004; Buszek et al, 2007). Lots of functional organic compounds which have broad applications in material chemistry are 
prepared via the named reaction (Montes et al., 2007; Usta et al, 2006). We herein report the crystal structure of the title 
compound (I). 

In (I) (Fig. 1), the geometric parameters of 2-(thiophene-2-yl)-4,4,5,5-tetramethyl- 1,3,2-dioxaborolane fragments are 
normal and comparable with those observed in related structures (Decken et al., 2008; Kleeberg et al, 2009). Two thiophene 
rings are twisted at 67.34 (2)°. In the crystal structure, weak intermolecular C — H—O hydrogen bonds (Table 1) link mo- 
lecules related by translation along axis a into chains. 



The powder form of the title compound (I) was purchased from Aldrich chemical company. Crystals of (I) suitable for X-ray 
data collection were obtained by slow evaporation of a acetone and MeOH solution in a ratio of 1:2 at room temperature 
for several days. 



All H atoms were positioned geometrically (C — H = 0.93-0.97 A) and refined as riding, allowing for free rotation of the 
methyl groups. The constraint £/j S0 (H) = 1.2C/ e q(C) or \.5U SOl (methyl C) was applied. 



Experimental 



Refinement 



Figures 




Fig. 1 . The molecular structure of (I) with the atom-numbering scheme. The displacement el- 
lipsoids are drawn at the 30% probability level. 



2,2 l -(3,3 l -Dihexyl-2,2'-bithiophene-5,5 l -diyl)bis(4,4,5,5-tetramethyl- 1,3,2-dioxaborolane) 



Crystal data 



C32H52B2O4S2 



^(000) = 1272 



M r = 586.48 



D x = 1.161 Mgm 



-3 
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Monoclinic, P2\lc 
Hall symbol: -P 2ybc 
a =11.5004 (11) A 
b = 13.6992 (13) A 
c = 21.300 (2) A 
(3 = 91.065 (2)° 

V= 3355.1 (6) A 3 
Z=4 



Mo Ka radiation, X = 0.71073 A 
Cell parameters from 9936 reflections 
9 = 2.3-31.9° 

H = 0.19 mm -1 
T= 100 K 
Block, yellow 
0.16x0.12x0.10 mm 



Data collection 



Broker APEX CCD 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

<p and co scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 



= 0.970, T m 



0.981 



29998 measured reflections 



9743 independent reflections 

8009 reflections with / > 2a(7) 
R int = 0.026 

9max = 30.0°, 8 m i n = 1.8° 

6 = -16— 9 

Jt = -19— »19 
/= -29^29 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 20CF 2 )] = 0.039 
wR(F 2 ) = 0.118 
S= 1.05 

9743 reflections 
371 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = V[o 2 (F 0 2 ) + (0.06 67P) 2 + 1.0083P] 
where P = (F D 2 + 2F 2 )/3 
(A/o) max = 0.002 

Apmax = 0.56 e A~ 3 

Ap m i„ = -0.27 e A~ 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement ofF 2 against ALL reflections. The weighted ic-factor wR and goodness of fit S are based on F 2 , convention- 

2 2 2 

al ic-factors R are based on F, with F set to zero for negative F . The threshold expression of r > o(F ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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0.0375 (9) 


A AC A A /1 A\ 
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0.0231 (7) 


0.0732 (12) 


A A A 1 A / S~\ 

-0.00 18 (6) 
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C32 


0.0288 (8) 


0.0230 (6) 
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Ol 


0.0206 (4) 


0.0220 (4) 


0.0202 (4) 


0.0071 (3) 


-0.0061 (3) 


-0.0023 (3) 


02 


0.0148 (4) 


0.0229 (4) 


0.0171 (4) 


0.0036 (3) 


-0.0029 (3) 


0.0000 (3) 


03 


0.0172 (4) 


0.0299 (5) 


0.0261 (5) 


0.0092 (4) 


0.0052 (4) 


0.0081 (4) 


04 


0.0223 (5) 


0.0248 (4) 


0.0193 (4) 


0.0089 (4) 


0.0043 (3) 


0.0022 (3) 


SI 


0.01508 (14) 


0.01852 (14) 


0.01509 (13) 


0.00182 (10) 


-0.00279 (10) 


-0.00195 (1C 


S2 


0.01368 (14) 


0.01725 (13) 


0.01810(14) 


0.00051 (10) 


0.00189 (10) 


0.00161 (10) 



Geometric parameters (A, °) 

Bl— 02 1.3638 (16) C16— H16A 0.9800 

Bl— Ol 1.3715(16) C16— H16B 0.9800 
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Symmetry codes: (i) x-\,y, z. 
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